The title compound, C 11 H 11 Br 2 NO 4 Á0.5H 2 O, was prepared by an electrophilic bromination of N-acetyl-l-tyrosine in acetonitrile at room temperature. The two independent molecules do not differ substantially and a molecule of water completes the asymmetric unit. The synthesis of the title compound does not modify the stereochemical center, as shown by the absolute configuration found in this crystal structure. Comparison with the non-bromo starting material differs mainly by rotation features. For instance the H(methine)-C(chiral center)-C(methylene)-C(ipso) is 173.0 (2) torsion angle in one molecule and 177.3 (2) in the other, indicating a trans arrangement. This is in contrast with approximately 50 in the starting material. A short intermolecular BrÁ Á ÁBr separation is observed [3.2938 (3) Å ]. The molecules in the crystal are connected via a network of hydrogen bonds through an N-HÁ Á ÁO hydrogen bond between the hydroxy group of the phenol of the tyrosine and the N-H of the amide of the other molecule and an O-HÁ Á ÁO hydrogen bond between the hydroxy group of the carboxylic acid and the oxygen of the carbonyl of the amide.
Related literature
N-Acetyl-3,5-dibromo-l-tyrosine is a substrate of biological interest, for instance it is involved in the synthesis of isodityrosine unit, which has been found in numerous biologically active natural products that include K-13, OF4949 and vancomycin family of glycopeptide antibiotics. For the synthesis and specific optical activity of the title compound, see: Bovonsombat et al. (2008) ; Dewitt & Ingersoll (1951) . For the synthesis of isodityrosine, see: Guo et al. (1997) . For the structure of Bastadin 6, see: Kazlauskas et al. (1980 Kazlauskas et al. ( , 1981 . For the structure of the starting material, N-acetyl-l-tyrosine, see: Koszelak & van der Helm (1981) . For structures with similarly short BrÁ Á ÁBr contacts, see Quast et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). arrangement. This is in contrast with 49.5 Å in the starting material (Koszelak & van der Helm, 1981) . The intermolecular Br1-Br2 separation of 3.2938 (3) Å is markedly shorter than the corresponding van der Waals Br-Br separation. A similar Br-Br short separation (Br-Br = 3.295 (2) Å)) is found in exo-4,exo-8-dibromo-3,7-bis(phenylsulfonyl) bicyclo(3.3.1)nona-2,6-diene (Quast et al. (1995) ). A related exploration in the CSD displays 2948 hits shorter than 3.70?Å. In about 200 hits, related Br-Br separations shorter than 3.30?Å are found, and many of them include isolated Br atoms.
To a stirring solution of N-acetyl-L-tyrosine (1 mmol) in 20 ml of solvent, 2 mmol (2.0 equivalents) of N-bromosuccinimide were added in one portion. The reaction was left to stir at room temperature for 18 h. For the work up, the organic solution was diluted with 80 ml of ethyl acetate and washed three times (20 ml aliquots) with a 5% aqueous solution of Na 2 S 2 O 3 , followed by three washes with water (20 ml aliquots) and lastly with brine. After evaporation of the solvents under vacuum, the solid was subjected to silica gel chromatography (EtOAc/hexanes/CH 3 OH (6:3:1) and 0.1% acetic acid). The product was recrystallized from water. NMR data are consistent with those reported in the literature, Bovonsombat et al. (2008) . For the crystal structure experiment, the crystals were obtained from a partially dried solution of the title compound dissolved in methanol (10 mg in 2 ml of methanol).
Refinement
All the H atoms were clearly seen in a difference Fourier but they were treated differently in refinement: C-H's were repositioned at their expected locations, and allowed to ride both in coordinates (C-H = 0.93/0.98 Å), as well as in isotropic displacement factors [U iso (H) = 1.2-1.5× U eq (host)]; those attached to N and O were refined with restrained distance ( N-H = O-H: 0.85 (1)Å) and free U iso (H).
Computing details
Data collection: SMART (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007);  program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

